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Table S1. Summary of data collection and refinement statistics. 
 
 P122A I124A 
Data collection 
X-ray source APS 23 ID-B ALS 4.2.2 
Software XDS XDS 
Space group P6 P6 
Unit cell dimensions 
    a, b, c (Å) 92.7  92.7  57.8 92.6  92.6  58.0 
    α, β, γ (°) 90.0  90.0  120.0 90.0  90.0  120.0 
ASU content 1 1 
Wavelength (Å) 1.033203 1.000031 
Resolution range (Å)a 46.9–2.3 (2.4–2.3) 58.0–2.4 (2.5–2.4) 
Rmerge 0.060 (0.633) 0.113 (0.750) 
Rmeas 0.066 (0.699) 0.119 (0.797) 
Rpim 0.028 (0.293) 0.036 (0.267) 
<I/σI>   14.9 (2.6) 15.8 (2.6) 
CC1/2 (%) 99.8 (83.3) 99.8 (80.8) 
Completeness (%)  99.9 (100) 97.2 (96.8) 
Redundancy  5.7 (5.6) 10.6 (8.4) 
Mosaicity 0.15 0.19 
Refinement 
Resolution (Å)  46.9–2.3 58.0–2.4 
No. total reflections 72287 115437 
No. unique reflections 12735 10933 
No. test reflectionsb 704 643 
Rwork / Rfree 24.0 / 26.8 18.9 / 23.6 
No. atoms 1747 1856 
    Protein 1682 1679 
    Ligand/Ion 13 19 
    Water 52 158 
Wilson B-factor (Å2) 56.5 30.7 
Average B-factors (Å2) 77.8 49.2 
    Protein 78.0 49.2 
    Ligand/Ion 79.7 62.3 
    Water 69.9 47.3 
RMS deviations   
    Bond lengths (Å) 0.002 0.007 
    Bond angles (°) 0.51 1.06 
MolProbity Statisticsc 
    All atom clash score 2.07 1.47 
    Rotamer outliers (%) 0 0 
    Cβ deviations >0.25 Å 0 0 
Ramachandran c 
    Favored region (%) 99 99 
    Outliers (%) 0 0 
PDB accession code 6AXR 6AXW 
a Values in parentheses are for highest-resolution shell 
b Random selection 
c Values obtained from MOLPROBITY 
 
